The title compound (m-CN DPP) was obtained from Ciba Specialty Chemicals. The sample was purified two times by sublimation using a two-zone furnace [1]. The single crystals were then grown from the vapor phase using the same sublimation equipment at about 600 K. After 44 h of vapor growth, a number of reddish-orange platelets were obtained. The non-hydrogen atoms were refined anisotropically. All Η-atoms were localized by calculation and not refined.
Source of material
The title compound (m-CN DPP) was obtained from Ciba Specialty Chemicals. The sample was purified two times by sublimation using a two-zone furnace [1] . The single crystals were then grown from the vapor phase using the same sublimation equipment at about 600 K. After 44 h of vapor growth, a number of reddish-orange platelets were obtained. The non-hydrogen atoms were refined anisotropically. All Η-atoms were localized by calculation and not refined.
Discussion
Diketopyrrolopyrroles are industrially important red pigments based on the 3,6-diphenyl-pyrrolo [3,4-c] pyrrole-l,4-dione chromophore (DPP) [2] . The title compound (m-CN DPP) is a m-cyanated derivative of DPP which has newly appeared on the * Correspondence author (e-mail: mizuj@ed.ynu.ac.jp) market. DPP derivatives exhibit a variety of shades in the solid state, although no significant difference is recognized in solution spectra [2, 3] . A series of investigations have been therefore carried out on DPP, p-CI DPP and m-Cl DPP in order to elucidate the correlation between crystal and electronic structures [3] [4] [5] [6] [7] . The present structure analysis aims at extending our structural investigation on DPP pigments. The structure of ш-CN DPP is found to be isomorphous with that of ra-Cl DPP [6] . The figure shows the conformation of m-CN DPP as well as the projection of the crystal structure onto the (a, b) plane. The molecule belongs to the point group of C\. The molecule is not entirely planar because the phenyl rings are twisted out of the heterocyclic ring system by about 10.1(3)°. The torsion angle for m-Cl DPP is 10.3(3)° [6] . The molecules are aligned on the same plane and are parallel to each other whose interplanar distance amounts to about 3.32 A. In the [101] direction, there are chains of intermolecular hydrogen bonds between the NH group of one molecule and the О atom of the neighboring molecule, forming a two-dimensional H-bond network. There are also van der Waals contacts along the fe-axis. On the other hand, the molecules are stacked with a large molecular π-π overlap along the c-axis in a fashion "quasi bricks in a brick wall" structure. The extent of the molecular overlap is slightly larger than that of m-Cl DPP [6] . The angle N-H-O is 168.2° and the distance between Ν-Η, Ν-О and Η-О are 0.95 Ä, 2.88 Ä and 1.94 Ä, respectively, indicating the formation of a strong hydrogen bond. 3,6-Bis(3-cyanophenyl)pyrrolo[3,4-c]pyrrole-1,4 -dione Table 3 . Atomic coordinates and displacement parameters (in Ä 2 ).
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